Key indicators: single-crystal X-ray study; T = 153 K; mean (C-C) = 0.002 Å; R factor = 0.054; wR factor = 0.129; data-to-parameter ratio = 19.2.
Related literature
For medicinal and biological properties of 2,3-dihydropyrimido [4,5-d] pyrimidin-4(1H)-one derivatives, see: Gebauer et al. (2003) ; McDermott et al. (2006) . For a related structure, see: Shi et al. (2010) . Mo K radiation = 0.09 mm À1 T = 153 K 0.39 Â 0.35 Â 0.26 mm
Experimental

Crystal data
Data collection
Rigaku AFC10/Saturn724+ diffractometer 9163 measured reflections 3450 independent reflections 3237 reflections with I > 2(I) R int = 0.036 Refinement R[F 2 > 2(F 2 )] = 0.054 wR(F 2 ) = 0.129 S = 1.00 3450 reflections 180 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.35 e Å À3 Á min = À0.22 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). 
Data collection: CrystalClear (Rigaku/MSC, 2009); cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: Crys-talStructure (Rigaku/MSC, 2009); software used to prepare material for publication: CrystalStructure. (McDermott et al., 2006) and anti-bacterial activity (Gebauer et al., 2003) . 2-Substituted 2,3-dihydropyrimido[4,5d]pyrimidin-4(1H)-one derivatives can be obtained from the cyclocondensation of 2,4-diaminopyrimidine-5-carbonitrile with cycloheptanone. Here, we report the crystal structure of the title compound ( Fig. 1 ).
The molecular structure ( Fig. 1 ) is built up with two fused six-membered ring and one seven-membered ring linked through a spiro C atom. The hydropyrimidine ring has a distorted bath conformation, similar to that found in Spiro- et al., 2010) . The crystal packing is stabilized by intermolecular N-H···O hydrogen bonds between the two N-H groups and the ketone O atoms of the neighbouring molecules (Table 1) .
Experimental
A solution of 2,4-diaminopyrimidine-5-carbonitrile (2 mmol) and sodium methylate (2 mmol) was refluxed in cycloheptanone (3 ml) for 6 h. The reaction mixture was cooled to room temperature and then filtered to give the title compound. The product was recrystallizated from methanol to give light yellow crystalline powder. The molecular structure of the title compound with the atom numbering scheme. Displacement ellipsoids are drawn at the 50% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
7′-Amino-1′H-spiro[cycloheptane-1,2′-pyrimido[4,5-d]pyrimidin]-4′(3′H)-one
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.50270 (10) 0.09029 (10) 0.36576 (9) 0.0190 (2) 0.0295 (7) 0.0423 (10) 0.0217 (7) 0.0034 (7) 0.0127 (6) −0.0065 (6) C4 0.0288 (7) 0.0405 (9) (12) 
